The top-scored pose is considered to be native or near-native if its RMSD is below 2.5Å as done in the reference 17. c Average and standard deviation from 100 sets of 100 random docking poses out of a pool of 1000 decoy conformations. For comparison, the conformational decoys were also generated by rDock. 
Figure S1
The scoring functions optimized based on the decoys generated by AutoDock4.2 were applied on the decoys generated by rDock. (a) Success rate of identifying the the best-scored pose as the native or near-native conformation. (b) Average RMSD of the top-scored poses. (c) Average ISR of the native conformations.
Figure S2
Pearson correlation between computed affinities and experimental affinities for 31 nucleic acid-ligand complexes of the testing dataset 2. Three outliers 3gx3, 2esi and 1f1t were also excluded in the computation as done in reference 15. The correlation is 0.60 with statistical significance P <0.001.
